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(1) Stick/ball representations and Cartesian coordinates of complexes 1 and 3

C14

Complex 1

Atomic coordinates (x 10"4) and equivalent isotropic displacement parameters (A2 x
1073) for complex 1.

U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

X y z U(eq)
Fe(1) 2137(1) 6812(1) 1236(1) 16(1)
P(1) 1141(1) 7922(1) 1684(1) 20(1)
PQ2) 3383(1) 7398(1) 2207(1) 22(1)
P(3) 2301(1) 8500(1) 468(1) 24(1)
P(4) 1752(1) 4778(1) 1620(1) 21(1)
c(1) 2685(2) 5544(3) 592(2) 19(1)
CQ2) 2219(2) 5162(3) -158(2) 20(1)
C(3) 2535(3) 4242(3) -596(2) 21(1)
C(4) 3372(3) 3602(3) -322(2) 25(1)
C(5) 3878(3) 3968(3) 409(2) 27(1)
C(6) 3526(3) 4878(3) 832(2) 23(1)
c(7) 3683(4) 2577(4) -808(2) 38(1)
C(8) 979(3) 9806(3) 1620(2) 32(1)
C(9) 1157(3) 7774(4) 2698(2) 31(1)
C(10) -43(3) 7461(3) 1204(2) 32(1)
C(11) 3817(3) 6232(3) 3025(2) 32(1)

C(12) 3287(3) 8950(3) 2754(2) 33(1)

S2



C(13) 4465(3) 7877(4) 2030(2) 37(1)

C(14) 1276(4) 8979(4) 290(2) 40(1)
C(15) 3083(4) 8222(4) -109(3) 41(1)
C(16) 2715(3) 10240(3) 808(2) 37(1)
C(17) 912(3) 3835(3) 866(2) 33(1)
C(18) 2607(3) 3401(3) 1934(2) 30(1)
C(19) 1217(4) 4541(4) 2390(3) 40(1)
F(1) 3765(3) 3094(3) -1439(2) 59(1)
FQ2) 4381(3) 1853(3) -446(2) 77(1)
FQ3) 3018(3) 1583(2) -1065(2) 60(1)
F(4) 4081(2) 5051(2) 1555(1) 32(1)
F(5) 4703(2) 3423(3) 730(1) 45(1)
F(6) 2009(2) 3972(2) -1312(1) 29(1)
F(7) 1392(2) 5703(2) -524(1) 28(1)

Y 11

p C10

Complex 3

Atomic coordinates (x 1074) and equivalent isotropic displacement parameters (A2 x

1073) for complex 3.
U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

X y z U(eq)

Fe(1) 8091(1) 2374(1) 6314(1) 15(1)
P(1) 7164(1) 2012(1) 7528(1) 27(1)

S3



PQ2)
P@3)
P(4)
E(1)
FQ2)
FQ3)
F(4)
F(S)
C(1)
C@2)
C3)
C4)
C)
C(6)
C(7)
C(®)
C®)
C(10)
C(11)
C(12)
C(13)
C(14)
C(15)
C(16)
C(17)
C(18)

7152(1)
6441(1)
10060(1)
9821(1)
11658(2)
12406(2)
11219(2)
9355(2)
9472(2)
10124(2)
11080(2)
11458(2)
10858(2)
9897(2)
6143(4)
8325(3)
5898(3)
7463(3)
5229(2)
7786(3)
4514(2)
6366(3)
6646(3)
11175(2)
11448(2)
10015(3)

1557(1)
3313(1)
1631(1)
3305(1)
4522(1)
5232(1)
4698(1)
3495(1)
3318(1)
3629(1)
4258(1)
4621(1)
4345(1)
3720(1)
2728(2)
1681(2)
1167(2)

465(1)
1499(2)
1798(2)
3143(2)
3719(1)
4276(1)
1552(2)
1981(2)

562(1)

5328(1)
6027(1)
6503(1)
4940(1)
5028(1)
6534(1)
7946(1)
7882(1)
6407(1)
5715(1)
5737(1)
6486(1)
7201(1)
7139(1)
8136(2)
8423(1)
7509(2)
5297(2)
5050(2)
4277(1)
6153(2)
4960(2)
6585(2)
5597(2)
7274(2)
6314(2)

27(1)
25(1)
25(1)
33(1)
44(1)
49(1)
40(1)
41(1)
20(1)
22(1)
27(1)
29(1)
26(1)
25(1)
66(1)
44(1)
56(1)
53(1)
43(1)
47(1)
47(1)
41(1)
46(1)
43(1)
40(1)
46(1)
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(2) IR spectra of complexes 1 —4 and 6

Figure S1 IR spectrum of complex 1
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Figure S3 IR spectrum of complex 3
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Figure S4 IR spectrum of complex 4
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Figure S5 IR spectrum of complex 6
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(3) "H NMR, *'PNMR, "FNMR and >C NMR spectra of complexes 4 and 6
Figure S6 '"H NMR of complex 4
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Figure S7*'P NMR of complex 4
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Figure S8 '’F NMR of complex 4
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Figure S9 '*C NMR of complex 4
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Figure S11 *'P NMR of complex 4 at -45°C
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Figure S12 “F NMR of complex 4 at -45°C
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Figure S13 '"H NMR of complex 6
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Figure S14 *'P NMR of complex 6
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Figure S15 '’F NMR of complex 6
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Figure S16 >C NMR of complex 6
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(4) '"H NMR and >C NMR spectra of the catalytic products (alcohols)

. 1 CH,OH
Figure S17 '"H NMR of compound ©/

Ea E= 0 LD H 00 D OO D — il L1300
STANDATRD PROTON PARAMETERED 02 0D 0D 0D 00 0D 00 00 00 0D O O O fisl g
el el el el el B o
AT el i ] -1200
| [ 1100
! 1000
|
i 300
800
700
500
-500
o0
200
L 200
100
1 i
1 A o
e i =
00 b= 0 =
0 = g [ax} =
i : 4 ~100
T T T T T T T T T T T T - T T T T : -
10.5 9.5 9.0 85 80 7.5 7¢ &£5 &0 55 50 45 40 35 20 25 2.0 1.5 10 G5 2.0
1 (ppm)
: 13 CH,OH
Figure S18 °C NMR of compound ©/ 2
ot fo —_ 0o
STANDAAD PROTON PARAMETERS o o < =H 070 S
i fuales Nt =] Loy
L 0d = b= . .
=+ 0 0 Lyl et ] [}
— — — Bt K=}
I ~)— - I Lo
| 20
18
18
14
|12
1o
|
&
| &
| 4
2
Fo
-2
T T v T T T T ; T T T T T
18 170 50 150 140 130 120 110 00 20 80 70 &0 50 @

£1 (ppm)

S13



O,
Figure S19 'H NMR of compound E/)_CHon
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Figure S21 'H NMR of compound |
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CH,0H

Figure S23 '"H NMR of compound

Br
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Figure S25 'H NMR of compound
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Cl

CH,OH
Figure S27 'H NMR of compound
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s t]
STAMDRFD FROTON PARAMETERS

7.5
1730
}7.25
- .‘-7.18
\7.17
L7 1g
4.94

—2.21

800

50

oo

550

r430

-400

00 -

—a0

83
LA eTs
0F=

Figure $28 '*C NMR of compound al

-i5C
STANDATD PROTON PARAMETERS

135. 94
135.65
~129.78
128, 44

<

7. 23

7. 02
76, 81
60, 14

o+~

15
Fid
F13

ri2

180

T ¥ T T -
170 160 150 140 130 120 110 100 £ BO hy &0

S18




CH,OH
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Figure $29 'H NMR of compound al
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CH,OH

Figure S31 'H NMR of compound
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CH,OH

NO,

Figure $33 '"H NMR of compound
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Figure S35 '"H NMR of compound NC
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CH,OH

Figure S37 '"H NMR of compound OAc
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Figure S$39 'H NMR of compound
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Figure S43 '"H NMR of compound
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~CH,0H

Figure S45 'H NMR of compound
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Figure S47 'H NMR of compound
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Figure S48 *C NMR of compound
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Figure S49 'H NMR of compound
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Figure S50 *C NMR of compound
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Figure S51 'H NMR of compound
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Figure $52 "*C NMR of compound
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~CH,OH

Figure S53 'H NMR of compound

Cl

§ 8858 8288888888288 28s8ss g
fE PP R E A TP E ET R R T ST 9T
00 0— -

Fio”

=00 *

F10°
=10

g0

T2 89—

6794
91 "Ll
FEATE

~CH,0H

£1 (ppm)

Cl

STANTATD PROTON PARIMETERS

Figure S54 *C NMR of compound
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~CH,OH

Figure S55 'H NMR of compound
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Figure $56 >C NMR of compound
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Figure S57 'H NMR of compound
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Figure S59 'H NMR of compound
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Figure S60 *C NMR of compound
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